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In the title compound, C24H34O3S, the dihedral angle between 
the benzene rings is 84.62 (8)°. In the crystal, intermolecular 
C— H- ■ O hydrogen bonds link molecules into zigzag chains 
running parallel to the c axis. The C atoms of two isopropyl 
groups are disordered over two sets of sites with occupancy 
ratios of 0.858 (9):0.142 (9) and 0.61 (5):0.39 (5). 

Related literature 

For applications of propofol (2,6-diisopropylphenol) and its 
derivatives in the biochemical and pharmaceutical fields, see: 
Zhang et al. (1999); Lubarsky et al. (2007). 



Orthorhombic, Pca2 1 
a = 14.2083 (15) A 
b = 16.3332 (17) A 
c = 10.1321 (10) A 
V = 2351.3 (4) A 3 

Data collection 

Bruker SMART CCD area- 
detector diffractometer 

Absorption correction: multi-scan 
(SADABS; Sheldrick, 1996) 
r mi „ = 0.935, r maI = 0.969 

Refinement 

R[F 2 > 2a(F 2 )} = 0.044 

wR(F 2 ) = 0.119 

S = 1.05 

3302 reflections 

267 parameters 

11 restraints 



Table 1 

Hydrogen-bond geometry (A, °). 



Mo Ka radiation 
/x = 0.16 mm -1 
T = 293 K 

0.43 x 0.40 x 0.20 mm 



9296 measured reflections 
3302 independent reflections 
2428 reflections with / > 2a(l) 
R in , = 0.034 



H-atom parameters constrained 
Ap max = 0.38 e A" 3 
Ap mi „ = -0.16 e A~ 3 
Absolute structure: Flack (1983), 

1103 Friedel pairs 
Flack parameter: —0.01 (10) 



D-H-A 


D—H 


H-A 


D-A 


D-H-A 


C5-H5-01' 


0.93 


2.57 


3.413 (4) 


151 


Symmetry code: (i) 


—x + |, y, z + 1. 









Data collection: SMART (Siemens, 1996); cell refinement: SAINT 
(Siemens, 1996); data reduction: SAINT; program(s) used to solve 
structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine 
structure: SHELXL97 (Sheldrick, 2008); molecular graphics: 
SHELXTL (Sheldrick, 2008); software used to prepare material for 
publication: SHELXTL. 

We gratefully acknowledge financial support from the 
Doctoral Foundation (BSJJ2009-07) of Henan University of 
Traditional Chinese Medicine. 




Experimental 

Crystal data 
C24FI34O3S 



Supplementary data and figures for this paper are available from the 
IUCr electronic archives (Reference: RZ2600). 
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Comment 

Propofol (2,6-diisopropylphenol) derivatives are an important class of compounds having a broad spectrum of applications 
in the biochemical and pharmaceutical fields (Zhang et ah , 1 999; Lubarsky et ah , 2007). In order to develop new applications 
for propofol and its derivatives, structural modifications of propofol have been extensively investigated. As a contribution 
in this field, we report here the crystal structure of the title compound. 

The molecular structure of title compound is shown in Fig. 1. The dihedral angle formed by the benzene rings 84.62 (8)°. 
In the crystal packing (Fig. 2), intermolecular C — H-0 hydrogen bonds (Table 1) link molecules into zigzag chains running 
parallel to the c axis. 

Experimental 

To a solution of 2,6-diisopropylphenol (178 g, 1.00 mol) in tetrahydrofuran (1.00 1), SOCI2 (59 g, 0.50 mol) was added. 
The mixture was stirred at 0°C for 5 h. Then H2O (20 ml) was added to the mixture, followed by extraction with toluene. 
The organic phase was concentrated and purified by crystallization from ethyl acetate. Colourless crystals suitable for X-ray 
analysis were obtained on slow evaporation of the solvent. 

Refinement 

All H atoms were placed geometrically and treated as riding on their parent atoms, with C — H = 0.93-0.96 A and (7i S0 (H) 
= 1.2(7 e q(C) or 1.5(7 e q(C) for methyl H atoms. Two isopropyl groups are disordered over two sets of sites with refined 
occupancy ratios of 0.858 (9):0.142 (9) and 0.61 (5):0.39 (5). During the refinement, the C — C distances involving the 
disordered atoms were constrained to be 1.54 (1) A. 



Figures 




Fig. 1. The molecular structure of the compound, with atom labels and 50% probability dis- 
placement ellipsoids. 
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Fig. 2. Crystal packing of the title compound showing chains formed by hydrogen bonds 
(dashed lines) running parallel to the c axis. Only the major components of disorder are 
shown. 



Bis(2,6-diisopropylphenyl) sulfite 



Crystal data 
C24H34O3S 
M,- = 402.57 
Orthorhombic, Pca2\ 
Hall symbol: P 2c -2ac 
a = 14.2083 (15) A 
b= 16.3332 (17) A 
c = 10.1321 (10) A 
V= 2351.3 (4) A 3 
Z=4 



^(000) = 872 

D x = 1.137 MgnT 3 

Mo i&x radiation, X. = 0.71073 A 

Cell parameters from 2762 reflections 

6 = 2.8-21.7° 

= 0.16 mm 1 
7=293 K 
Block, colourless 
0.43 x 0.40 x 0.20 mm 



Data collection 



Bruker SMART CCD area-detector 
diffractometer 

Radiation source: fine- focus sealed tube 

graphite 

(p and (t> scans 

Absorption correction: multi-scan 
(SADABS; Sheldrick, 1996) 
J min = 0.935, J max = 0.969 
9296 measured reflections 



3302 independent reflections 

2428 reflections with / > 2a(7) 
i? int = 0.034 

6max = 25.0°, 9 m j n = 1.9° 

A = -15-»16 

/fc = -19->18 
/ = -9-»12 



Refinement 
Refinement on F 
Least-squares matrix: full 
R[F 2 > 2o{F 2 )] = 0.044 
wR(F 2 ) = 0.119 

S= 1.05 
3302 reflections 
267 parameters 
11 restraints 

Primary atom site location: structure-invariant direct 
methods 



Secondary atom site location: difference Fourier map 

Hydrogen site location: inferred from neighbouring 
sites 

H-atom parameters constrained 
w = V[o 2 (F 0 2 ) + (0.0616P) 2 + 0.0966.P] 
where P = (F 0 2 + 2F 2 )/3 
(A/0) max < 0.001 

Apmax = 0.38 e A~ 3 
Ap min = -0.16eA~ 3 

Absolute structure: Flack (1983), 1103 Friedel pairs 
Flack parameter: -0.01 (10) 
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Special details 

Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two Is. planes) are estimated using the full covariance mat- 
rix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations 
between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of 
cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. 

Refinement. Refinement of F 2 against ALL reflections. The weighted i?-factor wR and goodness of fit S are based on F 2 , convention- 
al i?-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > ciF 2 ) is used only for calculating R- 

factors(gt) etc. and is not relevant to the choice of reflections for refinement. i?-factors based on F 2 are statistically about twice as large 
as those based on F, and R- factors based on ALL data will be even larger. 



Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A 2 ) 
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Atomic displacement parameters (A 2 ) 
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/in 
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0.006 (3) 
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0.011 (3) 


C21 


0.070 (3) 


0.131 (6) 


0.059 (3) 


0.007 (4) 


0.002 (3) 


0.031 (4) 


C22 


0.070 (3) 


0.060 (2) 


0.057 (2) 


-0.013 (2) 


-0.013 (2) 


0.0120(19) 


C23 


0.077 (5) 


0.122 (6) 


0.154(18) 


0.010(5) 


-0.029 (9) 


0.074 (13) 


C24 


0.144(17) 


0.091 (4) 


0.056 (3) 


-0.045 (12) 


-0.022 (6) 


0.007 (3) 


C20' 


0.046 (3) 


0.075 (4) 


0.084 (3) 


0.006 (3) 


-0.002 (3) 


0.011 (3) 


C21' 


0.070 (3) 


0.131 (6) 


0.059 (3) 


0.007 (4) 


0.002 (3) 


0.031 (4) 


C23' 


0.077 (5) 


0.122 (6) 


0.154(18) 


0.010(5) 


-0.029 (9) 


0.074 (13) 


C24' 


0.144(17) 


0.091 (4) 


0.056 (3) 


-0.045 (12) 


-0.022 (6) 


0.007 (3) 



Geometric parameters (A, °) 



SI— 03 


1.403 (3) 


C16— H16 


0.9300 


SI— Ol 


1.610(2) 


C17— C18 


1.389 (4) 


SI— 02 


1.635 (2) 


C17— H17 


0.9300 


Ol— CI 


1.427 (4) 


CI 8— C22 


1.510 (5) 


02— CI 3 


1.413 (4) 


CI 9— C21 


1.518 (5) 


CI— C6 


1.395 (5) 


C19— C20 


1.518 (5) 


CI— C2 


1.397 (4) 


C19— C21' 


1.525 (10) 


C2— C3 


1.396 (5) 


CI 9— C20' 


1.533 (10) 


C2— C7 


1.501 (5) 


C19— H19 


0.9800 


C3— C4 


1.365 (6) 


C19— H19' 


0.9800 
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CzZ — Cz4 — hlz4L) 


1 nn £ 

ioy.5 


POO po /I I I O 1 L7 

CzZ — Cz4 — hlz4b 


1 nn £ 

ioy.5 


iio 1 r\ po /i iio 1 c 
hlz4L) — Cz4 — hlz4b 


1 nn £ 

ioy.5 


PTl po /I IIO 1 E7 

CzZ — Cz4 — hlz4h 


1 An £ 

ioy.5 


i n,in po /i 1 1 o 1 it 
hlz4L) — Cz4 — hlz4h 


1 nn £ 

ioy.5 


IIO 1 C po /I I I O 1 E7 

hlz4b — Cz4 — hlz4h 


1 nn £ 

ioy.5 


p 1 n p^ni i nnn 
Ciy — CzU — hlzUL) 


1 nn £ 

ioy.5 


Pin /^on' i nnc 

c i y — czu — hizub 


1 An £ 

ioy.5 


i nun pon' 1 1 on c 
hlzUL) — CzU — hlZUb 


1 nn £ 

ioy.5 


Pin p'ini T_ronc 

c i y — czu — hizuh 


1 An ^ 

ioy.5 


i nun pin> 1 1 one 
hlzUL) — CzU — hlzUh 


1 An ^ 

ioy.5 


H20E— C20'— H20F 


109.5 


C19— C21'— H21D 


109.5 


C19— C21'— H21E 


109.5 


H21D— C21'— H21E 


109.5 


C19— C21'— H21F 


109.5 


H21D— C21'— H21F 


109.5 
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pi 1 A pi f UK 

C14 — CI J — hi ID 


imo 
1 IV.o 


pi r /'•]/' p 1 7 
CI j — Clo — CI / 


121.2 (3) 


CI j — Clo — hllo 


1 iy.4 


P17 p|/ TT1/T 

CI / — Clo — hllo 


1 iy.4 


p 1 r pi i-i pio 

Clo — CI / — Clo 


Izl.U (3) 


pi/: p 1 7 un 

Clo — CI / — hll / 


line 


PIO p| n un 

Clo — CI / — hll / 




pi 7 pi 0 p 1 1 
CI / — Clo — C13 


lire /"J\ 
1 1 0. J (3 J 




1 10 ? 


CI 3 — CI 8 — C22 


123.3 (3) 


C14 — C19 — C21 


114 9 (31 


C14 — C19 — C20 


110.0 (3) 


C21 — C19 — C20 


110.3 (4) 


C14 — C19 — C21' 


110.4 (15) 


c 1 ni r^i 
(Ji — ol — Ul — CI 


loz.y (i ) 


UZ — M — Ul — CI 


— 50. U (Z j 


U3 — S 1 — UZ — C 1 i 


—66. .5 (i) 


Ul — M — UZ — CI J 


-1 li.i (2) 


Si — Ul — CI — Co 


1 An /l i"2\ 
1UV.4 (3) 


M — Ul — CI — Cz 


-75.1 (3) 


r^c r^i /"^i /^i 
Co — C 1 — C2 — Cj 


-0.9 (5) 


U 1 — C 1 — Cz — C 5 


1 7£ 1 
—1 /O.l (3) 


Co — C 1 — Cz — C / 


1 7(1 /I /T\ 

1 /y.4 (3) 


Ul — CI — Cz — C/ 


4.3 (4) 


r^i r^T r^i f^A 
C 1 — Cz — C 5 — C4 


U.V (O) 


f^n r^T r^i r^/i 
C / — Cz — Cj — C4 


—1 /y.D (4) 


r^o r^i r^/i 
CZ — — C4 — 


-0.7 (6) 


r^i r^/t r^c 

Cj — C4 — C5 — Co 


U.J (0) 


r^/i r^i 
C4 — C 3 — Co — C 1 


—u.j p J 


c^a c^z. r^t* r*\(\ 
LA — C 3 — to — C 1 U 


1 /o. / (,3J 


r^T r^i 

CZ — CI — Co — Cj 


U.o p j 


U 1 — CI — Co — C 5 


1 /o.U (3) 


Cz CI — Co — C 1 0 


—1 /0.4 (3) 


Ul CI — Co — CIO 


-3.2 (5) 


/^i /"'T r"7 /"'n 
Co — CZ — C / — C9 


DO. 5 (D) 


/^t f^n f^d 
C 1 — Cz — C / — C9 


— Izj.o (4) 


/^i f^"t f^n r^Q 
CJ — Cz — C / — Co 


-00.0 (p) 


r^i r^o c^~i r*Q 
C 1 — CZ — C / — CS 


111 1 ^/i ^ 
113.1 (4J 


/^C /^/C pi/1 /ill 

C5 — Co — C 1 0 — C 1 1 


-56.2 (5) 


CI— C6— CIO— Cll 


122.9 (4) 


C5— C6— CIO— C12 


67.6 (4) 


CI— C6— CIO— C12 


-113.2 (4) 


SI— 02— CI 3— C 14 


103.1 (3) 


SI— 02— CI 3— C18 


-81.3 (3) 



Hydrogen-bond geometry (A, °) 

D—H-A D — H 

C5— H5-01 1 0.93 



H21E— C21'— H21F 109.5 

C22— C23'— H23A 109.5 

C22— C23'— H23B 109.5 

H23A— C23'— H23B 109.5 

C22— C23'— H23C 109.5 

H23A— C23'— H23C 109.5 

H23B— C23'— H23C 109.5 

C22— C24'— H24A 109.5 

C22— C24'— H24B 109.5 

H24A— C24'— H24B 109.5 

C22— C24'— H24C 109.5 

H24A— C24'— H24C 109.5 

H24B— C24'— H24C 109.5 

C18— C13— C14— C15 1.2(5) 

02— CI 3— C 14— CI 5 176.5 (3) 

C18— C13— C14— C19 -175.6(3) 

02— C13— C14— C19 -0.3 (4) 

C13— C14— C15— C16 -0.5 (5) 

C19— C14— C15— C16 176.3 (3) 

C14— C15— C16— C17 0.2(5) 

C15— C16— C17— C18 -0.5 (6) 

C16— C17— C18— C13 1.1 (5) 

C16— C17— C18— C22 -178.9 (3) 

C14— C13— C18— C17 -1.5(5) 

02— CI 3— CI 8— CI 7 -176.6(3) 

C14— C13— C18— C22 178.5 (3) 

02— C 1 3— C 1 8— C22 3 .3 (5) 

C13— C14— C19— C21 -154.7(4) 

C15— C14— C19— C21 28.7 (6) 

C13— C14— C19— C20 80.2 (4) 

C15— C14— C19— C20 -96.4 (4) 

C13— C14— C19— C21' -115.8(19) 

C15— C14— C19— C21' 67.6(19) 

C13— C14— C19— C20' 115.8(16) 

C15— C14— C19— C20' -60.8(16) 

C17— C18— C22— C23 -58.4 (16) 

C13— C18— C22— C23 121.6(16) 

C 1 7— C 1 8— C22— C24' 47 (2) 

C13— C18— C22— C24' -133.1 (19) 

C17— C18— C22— C23' -73 (3) 

C 1 3— C 1 8— C22— C23' 1 07 (3) 

C17— C18— C22— C24 69.4 (15) 

C13— C18— C22— C24 -110.6(15) 

H-A D—A D—H-A 

2.57 3.413 (4) 151 
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Symmetry codes: (i) -x+1/2, y, z+1/2. 
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